Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.006 Å; disorder in solvent or counterion; R factor = 0.056; wR factor = 0.175; data-toparameter ratio = 15.3.
Hydrogen-bond geometry (Å , ). Data collection: XSCANS (Siemens, 1996) ; cell refinement: XSCANS; data reduction: XSCANS; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: SHELXL97.
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N,N',N''-Tris(2-nitrobenzyl)-2,2'
,2''-nitrilotriethanaminium trichloride 1.41-hydrate P. Elizondo, S. Bernès, B. Nájera and F. Góngora Comment Tris(2-aminoethyl)amine (tren) derivatives are common starting materials for the synthesis of tripodal ligands used as podants in coordination chemistry (Coyle et al., 2006) . They are also used as anions receptors aiming at the design of molecules acting as selective anion bindig sites (Hossain et al., 2004) . On the other hand, for tren-based molecules bearing an aryl group, it has been shown that substitution of aryl with electron withdrawing groups enhances the stability of anions complexes (Bryantsev & Hay, 2005) . Following this idea, we prepared tris[(2-nitrobenzylamino)ethyl]amine by reduction of the corresponding Schiff base, tris[(2-nitrobenzylideneamino)ethyl]amine, which had been previously characterized by X-ray diffraction . However, as the free base is an oil, we transformed the amine into its hydrochloride salt, (I), and now report its X-ray structure.
The asymmetric unit ( Fig. 1) contains one cation and three chloride ions balancing the charges, as expected. Two sites are occupied by water molecules, for which occupancies converged to 0.79 (11) and 0.621 (9). All atoms are placed in general positions. The presence of lattice water molecules is confirmed by IR spectroscopy, as well as by the consistent network of hydrogen bonds involving all H atoms of water molecules. The three secondary amine groups of the tren derivative are protonated, generating strong Coulombic repulsions within the cation. However, a claw-like conformation is stabilized, since a Cl -ion is placed inside the cavity and forms three strong hydrogen bonds with all NH 2 + groups. Such a behaviour is not systematically observed with closely related cations. For example, tris(2-benzylammonioethyl)amine cation has been crystallized with bromide or phosphate, and X-ray studies revealed that in both cases cations approximate a trigonal planar shape (Hossain et al., 2004) . In the same way, the free Schiff base used as starting material for (I) is a planar molecule with crystallographic C 3 symmetry (space group R3, McKee et al., 2006) . In contrast, the same cation including pentafluorobenzyl groups in place of benzyl encapsulates Cl -or Br -ions (Lakshminarayanan et al., 2007) , as (I) does. 
Experimental
Tris[(2-nitrobenzylideneamino)ethyl]amine (12.461 g, 27 mmol) was dispersed in methanol (40 ml). To achieve selective reduction, an amount of NaBH 4 (3.643 g, 96 mmol) was added in small portions at 298 K under stirring. After reduction was completed, solvent was removed and then the reduction product, tris[(2-nitrobenzylamino)ethyl]amine, was extracted with CHCl 3 (2 × 10 ml) and water (20 ml). 
Refinement
From the IR spectrum of the single-crystal used for X-ray diffraction, it was assumed that an amount of water was present in the sample. Sites for disordered water molecules and chloride ions were inferred from H atoms positions, found in a difference map. Occupancies for water molecules were refined, and converged to 0.79 (1) and 0.621 (9) for O7 and O8.
Some O atoms belonging to nitro groups display high displacement parameters, but attempts to resolve disordered sites were unsuccessful. N-bonded H atoms were found in a difference map, confirming the charge of the cation to be +3. All O-and N-bonded H atoms were refined freely, although the geometry was restrained to suitable target values: O-H = 0.85 (1) Å, H···H = 1.34 (2) Å, and N-H = 0.90 (1) Å. Other H atoms were placed in idealized positions and refined as riding to their parent atoms, with bond lengths fixed to 0.97 (methylene) or 0.93 Å (aromatic). Isotropic displacement parameters for H atoms were calculated as U iso (H) = 1.5 U eq (carrier atom) for water molecules and U iso (H) = 1.2 U eq (carrier atom) otherwise.
Figures Fig. 1 . The asymmetric unit of (I). Displacement ellipsoids are shown at the 25% probability level. 
